for the carbonyl, C 5 , defined as C T , and the non carbonyl oxygens defined as OS.
C. Bonds
Bonds are modelled using a harmonic potential defined below,
where b ij is the equilibrium bond length, k b ij is the force constant, and r ij is the separation between two atoms. The values of these constants are shown below. The dihedral interactions are modelled using the Ryckaert-Bellemans formulation (which is related to the standard OPLS dihedral formulation),
6 Where C n is the coefficient for term n in the sum. The values of C n for numbers 0 to 3 are shown below. For all dihedral interactions the values of C 4 and C 5 are equal to 0 kJ mol −1 . 
